LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010619.D

Acq On : 21 Jun 2017 12:34

Operator : SJ/JU

Sample - 13627-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 6.645 633 639 649 rvB 152957 254841 18.37% 1.682%
2 6.816 662 668 675 rBB 114550 163222 11.76% 1.077%
3 6.998 694 699 709 rBB 161011 247019 17.80% 1.631%
4 7.463 772 778 787 rVB 227461 342015 24.65% 2.258%
5 8.169 891 898 905 rBB 215495 314788 22.69% 2.078%
6 8.610 966 973 979 rBvV 155688 236967 17.08% 1.564%
7 9.322 1088 1094 1101 rVvB2 142103 219388 15.81% 1.448%
8 9.851 1178 1184 1192 rBB 230354 363954 26.23% 2.402%
9 10.227 1241 1248 1255 rBV 325711 517744 37.31% 3.418%
10 10.369 1266 1272 1282 rBV 147245 237587 17.12% 1.568%

11 13.539 1805 1811 1815 rBV 455211 641295 46.22% 4.233%
12 13.580 1815 1818 1826 rVB 202659 274322 19.77% 1.811%
13 13.804 1850 1856 1863 rBV 475000 658641 47.47% 4.348%
14 14.115 1903 1909 1917 rBV2 530349 774888 55.85% 5.115%
15 14.321 1938 1944 1951 rBV2 202067 268860 19.38% 1.775%

16 15.004 2056 2060 2065 rBV2 13806 17720 1.28% 0.117%
17 15.115 2073 2079 2086 rBV 648976 885822 63.84% 5.847%
18 15.239 2095 2100 2105 rBV 185460 239726 17.28% 1.582%
19 15.874 2201 2208 2214 rBV3 14429 23673 1.71% 0.156%
20 16.656 2338 2341 2349 rBV5 8720 14911 1.07% 0.098%

21 16.868 2371 2377 2383 rBV 763446 1050305 75.70% 6.933%
22 16.968 2388 2394 2400 rBV2 780046 1039257 74.90% 6.860%
23 17.792 2529 2534 2541 rBV3 85963 111997 8.07% 0.739%

24 18.939 2726 2729 2732 rBV2 26108 31060 2.24% 0.205%
25 19.092 2751 2755 2759 rBV2 70407 86999 6.27% 0.574%
26 19.280 2778 2787 2799 rBV 968016 1340337 96.60% 8.847%
27 20.821 3045 3049 3054 rBV2 78983 96096 6.93% 0.634%
28 21.086 3088 3094 3099 rBV 1137390 1387503 100.00% 9.159%
29 21.691 3195 3197 3204 rVBS8 21252 31959 2.30% 0.211%
30 22.621 3351 3355 3358 rBV3 61290 78511 5.66% 0.518%

31 23.091 3428 3435 3441 rBV2 729797 1283839 92.53% 8.474%
32 23.156 3442 3446 3451 rVvv4 82666 134184 9.67% 0.886%
33 23.227 3451 3458 3467 rVB2 714288 1253830 90.37% 8.276%
34 23.732 3542 3544 3545 rBV2 23117 19490 1.40% 0.129%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010619.D

Acq On : 21 Jun 2017 12:34

Operator : SJ/JU

Sample - 13627-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
SVOA CALIBRATION

35 23.768 3546 3550 3556 rVB4 94818 166189 11.98% 1.097%
36 24.468 3665 3669 3676 rVB4 88530 176287 12.71% 1.164%
37 25.285 3804 3808 3817 rVB6 68588 164529 11.86% 1.086%

Sum of corrected areas: 15149755
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010619.D

Acq On : 21 Jun 2017 12:34

Operator : SJ/JU

Sample : 13627-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM010619.D

1000000
800000
600000

400000

7.46 8.17 9.85
200000 6.65 ;7.0 A A 8.61 9.32 A 0.37
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R L e 1

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM010619.D

1000000 19.28

800000 14677

15.12
600000

14.12
13.543.80
400000

200000 18.58 14[.l32 5.24

17.79
185"

1qqp 15.87 16.6

b e i Y e e Y e e e e e

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM010619.D
21109

1000000
23439
800000 23

600000

400000

200000 262 236 231 24.47 25.29
20.82 21.69

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010619.D

Acq On : 21 Jun 2017 12:34

Operator : SJ/JU

Sample : 13627-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.79 2.13 ng/ul 111997 Phenanthrene-d10 16.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Tridecanoic acid 214 C13H2602 000638-53-9 49
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 Tridecanoic acid 214 C13H2602 000638-53-9 49
5 Dodecanoic acid 200 C12H2402 000143-07-7 47
Abundance Scan 2534 (17.792 min): BM010619.D (-2529) (-) m/z 73.00 100.00%
7B
43
5000 129 213

17.40 17.60 17.80 18.00 18.20

01 m/z 60.10 61.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 | B N LI L L L

17.40 17.60 17.80 18.00 18.20
m/z 43.10 59.56%

213
143 157171185 199

01

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
a3 3
57 17.40 17.60 17.80 18.00 18.20
5000 m/z 55.10 50.06%
29
129
87 115 171 214
o 101 143157 | 185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73 17.40 17.60 17.80 18.00 18.20
m/z 41.10 47 .02%
43 5
5000 129
185 228
115
01 143167171 ‘ ‘
0, T T S il o 8 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010619.D

Acq On : 21 Jun 2017 12:34

Operator : SJ/JU

Sample : 13627-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.16 2.14 ng/ul 134184 Perylene-d12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 86
2 Heptacosane 380 C27H56 000593-49-7 86
3 Tetracosane 338 C24H50 000646-31-1 80
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 80
5 2-methyloctacosane 408 C29H60 1000376-72-8 80
Abundance Scan 3447 (23.162 min): BM010619.D (-3442) (-) m/z 57.05 100.00%

85

5000

22.80 23.00 23.20 23.40
m/z 71.00 77.52%

o 284 355 401 429 475
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #223852: Hentriacontane
57
5000 85
22.80 23.00 23.20 23.40
113 m/z 85.05 68.76%
0 i uh\ \‘h \M h‘ “‘1?'1‘16‘9‘197‘2?5 253281 309 337 365 437
T e e e e e e e
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
22.80 23.00 23.20 23.40
5000 a5 m/z 43.10 57.67%
2 113141 169
o 197 225253281 309 337 380
T T T T T T T T T T T T
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #175559: Tetracosane
57 22.80 23.00 23.20 23.40
m/z 99.05 24 _37%
85
5000
29
ol 1. 113 141 169 197 295 753 338
T I o i o o T LA e R B R R e e
m/iz--> 0 50 100 150 200 250 300 350 400 450 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010619.D

Acq On : 21 Jun 2017 12:34

Operator : SJ/JU

Sample : 13627-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.77 2.65 ng/ul 166189 Perylene-d12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Eilcosane 282 C20H42 000112-95-8 81
3 Triacontane 422 C30H62 000638-68-6 80
4 Hexacosane 366 C26H54 000630-01-3 80
5 Hentriacontane 437 C31H64 000630-04-6 80
Abundance Scan 3550 (23.768 min): BM010619.D (-3546) (-) m/z 71.05 100.00%
7
43
5000
ﬁ ] J 1?9 211 253281 357356 475 549 23.40 23.60 23.80 24.00
O b, “‘-"--”,..”,.”.,.”.,”..,”n.“..w. m/z 57.10 84 .57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane
57
5000 85
23.40 23.60 23.80 24.00
29 m/z 85.10 76.46%
0 \‘ J ‘ H L u‘ \ \141\169197225 268
m/z--> 5b 160 1éo 200 250 300 3%0 460 4%0 560 séo
Abundance
57
23.40 23.60 23.80 24.00
5000 85 m/z 43.10 52.38%
29
o 113141169197225253282
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane
57 23.40 23.60 23.80 24.00
m/z 55.10 31.26%
5000 85
113141
oL 2 {1 JJl§9197225253281309337365393422
m/z--> 5b 160 1éo 200 250 300 350 400 4%0 560 séo 23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010619.D

Acq On : 21 Jun 2017 12:34

Operator : SJ/JU

Sample : 13627-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24 .47 2.81 ng/ul 176287 Perylene-d12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 83
2 Hexacosane 366 C26H54 000630-01-3 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Heneicosane 296 C21H44 000629-94-7 80
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 3669 (24.468 min): BM010619.D (-3665) (-) m/z 57.10 100.00%
57 85
5000
24.20 24.40 24.60 24.80
ob—Ak m/z 71.05 87 .63%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223852: Hentriacontane
57
5000 85
24.20 24.40 24.60 24.80
113 m/z 85.10 87.02%
0 \“\ uh\ \‘h \M h‘ “‘14"11169‘19‘7‘2?5 253 281 309 337 365 437
m/z--> 56 160 1%0 260 2%0 360 3%0 460 4%0 '
Abundance
57
24.20 24.40 24.60 24.80
5000 85 m/z 43.10 62 .55%
. 29 113 141 169 107 205253 205323 367
m/z--> 56 160 1%0 260 2%0 360 3%0 460 4%0 '
Abundance #129490: Eicosane
57 24.20 24.40 24.60 24.80
m/z 41.00 30.18%
85
5000
113
LT } || 144269197 25 53 262
m/z--> 56 160 1%0 260 2%0 360 3%0 460 4%0 ' 24.20 24.40 24.60 24.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010619.D

Acq On : 21 Jun 2017 12:34

Operator : SJ/JU

Sample : 13627-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.29 2.62 ng/ul 164529 Perylene-di12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Methylhentriacontane 451 C32H66 1000131-19-4 53
2 Hentriacontane 437 C31H64 000630-04-6 49
3 Hexacosane 366 C26H54 000630-01-3 46
4 2-methyloctacosane 408 C29H60 1000376-72-8 46
5 Tetracosane 338 C24H50 000646-31-1 46
Abundance Scan 3809 (25.291 min): BM010619.D (-3804) (-) m/z 57.10 100.00%
87 g5
5000
| 127155 18> 294 o5g 282 325 356 431 475 25.00 25.20 25.40 25.60
ob—L m/z 85.05 80.76%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227199: 13-Methylhentriacontane
57
5000 85 196
25.00 25.20 25.40 25.60
280 m/z 71.10 69.26%
o L \ ﬂll‘lél 168 ‘ 22479 h 308 337 379 407 435
m/z--> 50 150 200 250 300 350 400 4éo
Abundance
57
25.00 25.20 25.40 25.60
5000 85 m/z 43.10 47 .95%
o 113 141 169 197 225 253 281 300 337 365 437
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493:; Hexacosane
57 25.00 25.20 25.40 25.60
m/z 69.00 25.13%
5000 85
. 290 1| | M8 141 160 107 25 253 295303 367
m/z--> 50 100 150 200 250 300 350 400 450 25.00 25.20 25.40 25.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010619.D

Acq On : 21 Jun 2017 12:34

Operator : SJ/JU

Sample - 13627-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Hexadecanoic acid 17.79 2.1 ng/ul 111997 4 16.87 1050310 20.0
(DEL) Alkane: Str... 23.16 2.1 ng/ul 134184 6 23.23 1253830 20.0
(DEL) Alkane: Str... 23.77 2.6 ng/ul 166189 6 23.23 1253830 20.0
(DEL) Alkane: Str... 24.47 2.8 ng/ul 176287 6 23.23 1253830 20.0
(DEL) Alkane: Str... 25.29 2.6 ng/ul 164529 6 23.23 1253830 20.0
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